Table S1 Recent modeling studies of aqueous solubility. Study a Data set size b Data set source Method c Result d Aqueous solubility prediction Huuskonen (2000) 5 1,297 (413) AQUASOL, PHYSPROP ANN, MLR R 2 = 0.88 ~ 0.92; RMSE = 0.60 ~ 0.71 Tetko, et al. (2001) 6 1,291 (21) AQUASOL, PHYSPROP ANN R 2 = 0.91; RMSE = 0.62 Hou, et al. (2003) 7 1,290 (412) AQUASOL, PHYSPROP MLR R 2 = 0.88; RMSE = 0.84 Lind, et al. (2003) 8 1,706 AQUASOL, PHYSPROP and etc. SVM R 2 = 0.88; RMSE = 0.62 Xia, et al. (2003) 9 4,843 (2,851) In-house collection RP Selection rate = 25% ~ 50% Votano, et al. (2004) 10 5,964 (938) AQUASOL, PHYSPROP and etc. MLR, PLS, ANN R 2 = 0.72~0.84 Catana, et al. (2005) 11 939 (177) AQUASOL and in-house collection PLS, CR, NN R 2 = 0.91; RMSE = 0.48 Clark (2005) 12 2,427 PHYSPROP PLS R 2 = 0.73; RMSE = 0.89 Jain, et al. (2006) 13 949 (367) Literature GSE AAE = 0.58 Palmer, et al. (2006) 14 988 (330) Literature RF, PLS, SVM, ANN R 2 = 0.89; RMSE = 0.69 Zhou, et al. (2008) 15 1,302 (302) AQUASOL, PHYSPROP PLS R 2 = 0.85; RMSE = 0.71 Wang, et al. (2009) 16 3,664 AQUASOL, PHYSPROP and etc. MLR R 2 = 0.83; RMSE = 0.84
Fig. S1
Comparison of the chemical space defined by molecular weight and topological polar surface area for the compounds in data set I, II and III, as well as for those in the MLSMR and PubChem BioAssay database.
